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In a talk at the 74th Annual ISMS, the structure that had determined
through traditional rotational spectroscopy utilizing CP-FTMW techniques
for the title molecule was presented. Based on questions received at this
presentation, it was decided that the structure needed to be better refined
to resolve issues with the bond lengths found using Kraitchman’s Single
Substitution method. In order to achieve this goal, H.D. Rudolph’s Double
Substitution method was utilized. This presentation will describe what went
wrong when using Kraitchman’s substitution, and how Rudolph’s method
could be adapted for future structure determinations involving complex co-
ordinates.
